Key indicators: single-crystal X-ray study; T = 293 K; mean (P-O) = 0.004 Å; R factor = 0.035; wR factor = 0.072; data-to-parameter ratio = 10.5. [BP 3 O 12 ]. This phase has been synthesized previously as a microcrystalline material and its structure refined in space group P3 from powder X-ray diffraction data using the Rietveld method [Chen et al. (2004) . J. Inorg. Mater. 19,[429][430][431][432]. In the current single-crystal study, it was shown that the correct space group is P6 3 /m. The three-dimensional structure of the title compound is built up from FeO 6 octahedra (3.. symmetry), trigonal-planar BO 3 groups (6 symmetry) and PO 4 tetrahedra (m.. symmetry). Two FeO 6 octahedra form Fe 2 O 9 dimers via face-sharing, while the anionic BO 3 and PO 4 groups are connected via corner-sharing to build up the [BP 3 O 12 ] 6À anion. Both units are interconnected via corner-sharing.
Related literature
Reviews on the crystal chemistry of borophosphates were given by Kniep et al. (1998) and Ewald et al. (2007) 
Experimental
Crystal data Table 1 Selected bond lengths (Å ).
Data collection: CrystalClear (Rigaku, 2004 ); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg, 2004) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 
Comment
The systematic development of borophosphates has led to a broad spectrum of new borophosphate compounds with quite different anionic partial structures, such as oligomeric units, chains, ribbons, layers, and three-dimensional frameworks.
( Kniep et al., 1998; Ewald et al., 2007; Zhao et al., 2009 The basic building units of the three-dimensional structure of the title compound are FeO 6 octahedra (3.. symmetry), trigonal-planar BO 3 groups (6 symmetry) and PO 4 tetrahedra (m.. symmetry) (Fig. 1) . Two neighboring (2) to 2.103 (2) Å. Based on the current findings, a space group change from P3 to P6 3 /m seems to be most likely for the Cr compound but has to be evidenced experimentally. Meisel et al. (2004) (Mi et al., 2000) . However, in our study we determined the structure from single-crystal X-ray diffraction data in the centrosymmetric space group P6 3 /m.
In the progress of the space group determination using XPREP (Sheldrick, 2008) , the mean |E*E-1| statistics gave a value of 0.948 revealing that the structure is centrosymmetric; the CFOM (combined figure-of-merit) value for each space group determination were P3 (16.06), P3 (7.16), P6 3 (7.56), P6 3 /m (1.75). So we selected the latter space group to solve the structure. The final refinement converged with satisfactory results (R 1 (gt) = 0.0348). Furthermore, the final refined model was checked with the ADDSYM algorithm using the program PLATON (Spek, 2009) , and no higher symmetry was found.
Hence, our final structure model is considered to be reasonable and corrects the previous model by Chen et al. (2004) .
The highest peak in the difference electron density map is located at a distance of 1.41 Å from the Fe1 site while the deepest hole is at a distance of 0.83 Å from the same site.
Figures Fig. 1 . Section of the structure of Fe 2 [BP 3 0 12 ] with the atom labelling scheme. The displacement ellipsoids are drawn at the 50% probability level. [Symmetry codes: 
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